The title compound [systematic name: 5,6,7-trimethoxy-2-(7-methoxy-1,3-dihydro-2-benzofuran-5-yl)-4H-chromen-4-one monohydrate], C 20 H 18 O 8 ÁH 2 O, was isolated from the popular Chinese medicinal plant Entada phaseoloides. In the crystal, inversion-related molecules are joined by pairs of weak C-HÁ Á ÁO hydrogen bonds. The dimers are further interconnected by a bridging water molecule via weak C-HÁ Á ÁO water and pairs of (O-H) water Á Á ÁO hydrogen bonds into a linear tape running parallel to the b axis.
Related literature
For the isolation of 5,6,7,5 0 -tetramethoxy-3 0 ,4 0 -methylenedioxyflavone, see : Chen et al. (1984) ; Vyas et al. (1986a) ; Souza et al. (1995) ; Tomazela et al. (2000) . For the NMR spectroscopic studies, see Vyas et al. (1986b) . For the biological activity of flavonoids, see : Genoux et al. (2011) ; Bodewes et al. (2011); Jacob et al. (2011); Veitch & Grayer (2011 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày; Àz; (ii) x; y þ 1; z.
Data collection: SMART (Bruker, 1998 ); cell refinement: SAINT (Bruker, 1998) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97. show diverse biological activities, including antioxidant, anti-inflammatory, anti-cancer activities, as well as slowing down the progression of cardiovascular and neurodegenerative diseases (Genoux et al., 2011; Bodewes et al., 2011; Jacob et al., 2011; Veitch et al., 2011) .
Entada phaseoloides (L.) Merr., a popular Chinese medicinal plant, is distributed widely in the South China and the trunk has been used clinically for a long time to treat rheumatism. The title compound, 5,6,7,5′-tetramethoxy-3′,4′-methylenedioxyflavone was isolated from the ethanol extract of Entada phaseoloides. In the crystals, the methoxy oxygen atom and the adjacent carbonyl oxygen atom are bridged by a water molecule via O1w-H11···O5 and O1w-H12···O4 hydrogen bonds. Neighboring molecules related by an inversion centre are joined together via a pair of weak C3-H···O5═C4 hydrogen bonds. The molecules are further cross linked by a weak C8′-H···O5═C and C8-H8A···O1w intermolecular interactions.
Experimental
The trunk of Entada phaseoloides (L.) Merr. was successively extracted three times with ethanol. The extract was concentrated by low-temperature rotary evaporation and chromatographed on a silica gel column with a petroleum etherEtOAc-MeOH gradient as the eluent to afford 20 fractions (Fr. 1-Fr. 20). Fr. 8-10 were further purified by RP-HPLC eluted with H 2 v/v) to yield 5,6,7,5′-tetramethoxy-3′,4′-methylenedioxyflavone. Crystals suitable for Xray diffraction were obtained by slow evaporation of a solution of the compound in EtOAc.
Refinement
The H atoms on carbon atoms were placed geometrically and treated as riding on their parent atoms with C-H = 0.98 Å (methyl) or 0.95 Å (aromatic) with U iso (H) = 1.2U eq (C). The H atoms of the water molecule were found in a difference Fourier map and refined with an O-H distance restraint of 0.82 (1)Å and free U iso (H). An antibumping condition between symmetry-related H's was applied in order to preserve a meaningful geometry.
Computing details
Data collection: SMART (Bruker, 1998 ); cell refinement: SAINT (Bruker, 1998) ; data reduction: SAINT (Bruker, 1998);  program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXL97 (Sheldrick, 2008 View of the title compound showing displacement ellipsoids at the 50% probability level.
5,6,7-trimethoxy-2-(7-methoxy-1,3-dihydro-2-benzofuran-5-yl)-4H-chromen-4-one monohydrate
Crystal data Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F
2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of
) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å

